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Fig. S1. The energy versus time (fs) plots of (a) BAs (b) BP (c¢) SiS monolayers with
insets representing the final structure of pristine monolayers at 300K.
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Fig. S2. (a) Phonon band structures of (a) BAs (b) BP (¢) SiS monolayers.
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Figure S3. Stacking configurations of BX-SiS heterostructures, (a/b). B(X)-atom is
placed on top of S-atom and X(B)-atom is located on hollow site. (c¢/d). X(B)-atom is
positioned on top of S(Si)-atom and B(X)-atom is localized on Si(S)-atom. (e/f).
B(X)-atom is lying on Si-atom and X(B)-atom occupies the hollow center.



Table S1. The binding energy (E, in eV/A?) of six stacking configurations of both
BX-SiS (X=As, P) heterostructures.

BAs-SiS BP-SiS
Configurations - -
E, (eV/A?) E, (eV/A?)
a -0.04925 -0.04504
b -0.04915 -0.04547
c -0.04540 -0.04285
d -0.04332 -0.04077
e -0.04540 -0.04285
f -0.04223 -0.03968
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Figure S4. Electronic band structures (a-c) and partial density of states (PDOS) (d-f)
of pristine BAs, BP, and SiS monolayers, respectively.



